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Quantitative studies on structure-activity and structure-property
relationships are powerful tools in directed drug research. In recent
years, various strategies have been developed to characterize and
classify structural patterns by means of molecular descriptors. It has
become possible not only to assess diversities or similarities of
structure databases, but molecular descriptors also facilitate the
identification of potential bioactive molecules from the rapidly
increasing number of compound libraries. They even allow for a
controlled de-novo design of new lead structures. This is



